CdTe is a crucial material for several applications, the most prominent one being next generation solar cells. The dynamical processes occurring on the main surfaces of CdTe have been simulated for the first time at the density-functional theory level by Car-Parrinello molecular dynamics. These processes include the transformation between c(2x2) and 2x1 reconstructions of (100) and the desorption of Cd and Te atoms from (100) and (110) surfaces. To overcome activation barriers and reconstruct the free-energy surfaces at finite temperature we employed the metadynamics approach [1] as implemented in the CPMD code [2] . Our calculations rationalize the available experimental observations and open the way to the simulation of dynamical processes at interfaces of CdTe-based materials which are of crucial importance for photovoltaic applications.
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